. The results of our calculations
for ∆E are compiled in Table 7 . The experimental reference value for ∆H is 92 ± 1 kJ/mol. To obtain ∆E we substract the ∆H −∆E dierence obtained at the DFT level, i.e.
Using B3LYP data (see main text), we then obtain ∆E expt = 94 ± 1 kJ/mol. a Extrapolation of MP2 data to basis set limit
9,10
b Extrapolation of CCSD(T) data to MP2 basis set limit.
11
Experimental back-conversion barriers
The thermal stability of the substituted compounds considered in the present study has been previously investigated experimentally. (Fig. 7 of the main paper).
